W503(POy)s Structure:
A11B2C2 mP60 4 22a 4a 4a-001

This structure previously used the label(s) A11B2C2 mP60_4_22a_4a_4a. Calls to these addresses will be redirected here.
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Prototype 011P4Wy

AFLOW prototype label A11B2C2_mP60_4_22a_4a_4a-001
ICSD 36103

CCDC 1607898

Pearson symbol mP60

Space group number 4

Space group symbol P2,
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AFLOW prototype command aflow --proto=A11B2C2_mP60_4_22a_4a_4a-001
--params=a, b/a,c/a, B, %1, Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Yd, 24, L5, Y5, 25, L6 Y6, 26, L7,
Y7, 27,28, Ys, 285 L9, Y9, 29, L10, Y105 210, T11, Y11, 211, L12, Y12, £12, L13, Y13, 213, L14, Y14, 214, T15;
Y15, 215, 16, Y165 2165 T17, Y17, 217, T18, Y18, 218, 19, Y19, 219, 20, Y20, 220, 21, Y21, 221, 22, Y22,
222,23, Y23, 223, L24, Y24, 224, L25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, L29, Y29, 229,
T30, Y30, 230

Simple Monoclinic primitive vectors

aj = ax
asg = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = (axq +cz1cosB) X+ by1 §+cz18infz (2a) Ol1
B, = —z1a;+ (y1+3) a2 — z1 a3 = —(awy +czrcosB) K+b(y1+3) ¥ — (2a) OI
cz18in 8 Z
B; = Toay + Yo as + 29 a3 = (axe + czocos B) X+ bya § + czos8in Sz (2a) O1II
By, = —x9a; + (y2 + %) as — 29 a3 = — (axe + czacosB) X+ b (yg + %) v - (2a) Ol
czosin 87
B5 = r3al + Yz as + z3as = (al'g + cz3 COSﬂ) 5{+by35’ + cz3 Sinﬂi (28,) O III
Bg = —x3a; + (y3 + %) as — 23 a3 = — (axs + czgcosfB) X+ b (y3 + %) y— (2a) O III
cz3sin B %
B, = Tya; +ysas + 24 ag = (axy + czqcosB) X+ bys§ + cz4sin 5z (2a) o1V
BS = —r4ay + (y4 + %) ag — zZ4 A3 = - (a:z:4 + cz4 COS B) X + b (y4 + %) 5’ — (2&) o1V
czy8in B 7
By = Tsay + ysas + 25 as = (axs + czscos B) X+ bys§ + cz5sin 52 (2a) ov
Bio = —asai+(ys+3)a—za3 = —(aws+ezscosf) X+b(ys+3) 9 — (2a) oV
cz5sin 8 Z
Bi1 = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys § + czgsin 5z (2a) O VI
Bix = —xga; + (y6 + %) as — 26 as = — (axe +czgcosB) X+ b (y6 + %) v - (2a) O VI
czgsin Bz
Bz = T7a; +yras + 27 as = (ax7 + czrcos B) X+ byr § + czrsin S 2 (2a) O VII
B = —z7a; + (y7 + %) as — z7as = —(ax7 + czrcos B) X+ b (y7 + %) y— (2a) O VII
cz7sin B 7
Bis = Tga + ysas + 2g as = (axs + czgcos B) X+ bys§ + czgsin 5z (2a) O VIII
Big = —zga; + (yg + %) as — 2g as = — (axg + czgcos B) X+ b (yg + %) v— (2a) O VIII
czgsin 8 Z
By = Tgaj + ygas + 29 as = (axg + czgcos B) X+ byg § + czgsin Sz (2a) O IX



Bis

Big
Ba2o

B2,
B>

Bas
Bas

Bas
Bas

Bar

Bog
Bso

Bs2

Bss
Bsy

Bss
Bss

Bsr
Bss

Bsg
Byo

B4y
B2

Bys
Bua

Bys
Bus

Byr

—xgaj + (yg + %) az —zgas

Z1p a1 + Yio a2 + 210 A3

1
—Tipal + (ylo + 5) a2 — z10a3

Ti1a; + Y1 az + 21133

1
—xr11a1 + (yu + 5) az — z11a3

Ti2a1 + Y122 + 21223

1
—x12a] + (ym + 5) az —z12a3

r13a1 +Yyi13az2 + 213 a3

1
—z13a1+ (Y13 + 3) a2 — z1383

T14a1 +Y14as + 214 a3

1
—T1aag + (y14 + 5) az — z14 a3

Ti5 a1 + Y15 a2 + z15a3

1
—ri5a; + (y15 + 5) az — 215 a3

T16 a1 + Y16 A2 + 216 A3

1
—x16a + (y16 + 5) a2 — 216 a3

Ti7a; + yiras + z17 as

1
—ri7a + (y17 + 5) az — z17 a3

Tigar + yigaz + zig as

1
—z1a1 + (y1s + 5) a2 — z1533

Tigay + Yigaz + 219 a3

1
—x19a; + (y19 + 5) az — z19 a3

ZToo @1 + Y20 A2 + 220 A3

1
—20a1 + (Y20 + 3) a2 — 22083

To1 a1 + Y21 a2 + 221 a3

1
—xo1 a1 + (y21 + 5) az — 221 a3

T92 a1 + Y22 Az + 222 A3

1
—ZIoga; + (y22 + 5) az — z22a3

Toz a1 + Ya3 Az + 223 a3

1
—z23a1+ (Y23 + 3) 2 — 22383

Tog a1 + Y24 A2 + 224 A3

— (azg + czg cos fB) &+b(y9+%) y-
czgsin Bz

(ax10 + cz10c08 B) X+ by10§ + cz10sin 5 Z

— (al‘lo + cz10 COS/B) X+0b (ylo + %) Y-
CZ10 Sinﬁi

(az11 + czr1co8 B) R +byin § + cznsin f2

—(az11 + cz11co8B) X+ b (y11 + %) y-
CZ11 sinﬁi

(aw12 + cz12c08 B) X+ by12 ¥ + cz128in f 2

— (aw1a + czi2cos B) K+ b (yi2 + 1) § —
cz128in B2

(ax13 + cz13c08 B) X+ by13§ + cz13sin S

— (ax13 + cz13co8B) X+ b (yl3 + %) y -
cz138in Bz

(ar14 + cz14c08 B) X+ by14 ¥ + cz148in 2

— (ax14 + cz14co8B8) X+ b (y14 + %) -
CZ14 sinﬁi

(ax15 + cz15c08 8) X+ by15§ + cz15sin 5

— (az15 + cz15c08B) X+ b (y15 + %) y-
cz158in Bz

(az16 + cz16cos B) X+ byi6 ¥ + czi68in 2

— (az16 + cz16cosB) X+ b (ylﬁ + %) vy -
cz168in B2

(az17 + cz17 cos B) X+ by17 ¥ + cz17sin f 2

— (a$17 + cz17 COSB) X+0b (y17 + %) y -
CZ17 Sinﬁi

(az1s + cz15cos B) X+ by1s ¥ + cz1ssin f 2

— (az18 + cz15cos B) X+ b (yls + %) y-
CzZ18 Sinﬁi

(ax19 + cz19cos B) X+ by19 ¥ + czi9sin f 2

— (aw19 + czi9cos B) X+ b (yio + 1) § —
cz198in Bz

(awzo + cz20 o8 B) X + by20 § + cz20 sin f 2

— (axa0 + czapcos B) X+ b (y20 + %) y -
czo08in Bz

(ax21 + cz91 €08 f) R+ bya1 § + czp18in 52

— (axa1 +czo1cosB) X+ b (y21 + %) y -
CzZ21 sinﬁi

(axa + cza2 cos ) X+ by2o ¥ + czo2sin f 2

— (axog + czoacos B) X+ b (y22 + %) v -
Cz28in B2

(am2s + czo3 €08 B) X+ by2s § + c2o3sin f 2

— (awa3 + czozcos B) X+ b (923 + %) y -
czo938in B2

(awoq + czo4co8 B) X + by2a § + czoasin 2
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O XV
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O XVI

O XVII
O XVII

O XVIII
O XVIII

O XIX
O XIX

0O XX
O XX
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O XXI

O XXII
O XXII
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PI
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Bys = —Ta4a1+ (Y2u+3) a2 — zoaa3 — (azas + c224¢08 B) R+ b (y24 + ) § — (2a) P II
czo48in Bz

Bs = Zos A1 + Yo5 Az + 225 A3 (a5 + czo5 €08 B) X + byas § + czo5sin 5 2 (2a) P III

Bso = —xa5a1+ (Y25 +3) az — 22583 — (awas + cza5cos B) X+ b(yas + 3) § — (2a) P III
czo58in B2

B51 = Tog a1 + Y26 A2 + 226 A3 (al'gﬁ + Cz9g COS ﬂ) b'e + by26 y + Ccz26 sin ﬂ Z (2&) PIV

Bs2z = —zy5a1+ (Y26 +3) a2 — z26 a3 — (awas + cza6cos B) K+ b (yas + ) § — (2a) P 1V
CZ26 sin 6 7

Bss = To7al + Yo7 Az + 297 A3 (CLZIZ27 -+ czo7 COS ﬁ) X+ by27 y + czo7 sin ,8 Z (23) WI

Bsa = —aora;+ (yor +3) a2 — 207 a3 — (amar + czarcos B) X+ b (yar + ) § — (2a) Wi
czo7sin Bz

Bss = Tog A1 + Yog A2 + 228 A3 (azas + cz2g cos ) X + byag ¥ + czog sin S Z (2a) WII

Bsg = —ZTog A + (y28 + %) as — zog A3 — (aai‘gg —+ cz9g COS ﬁ) X+b (y28 =+ %) y— (23) W II
czo8Sin B Z

Bsr = Tog a1 + Y29 A2 + 229 A3 (amag + czo9 o8 B) X + byag § + czo9sin 5 Z (2a) W III

Bsg = —x99a; + (yzg + %) az — 29 as — (axa9 + czagcos B) X+ b (y29 + %) y— (2a) W III
CzZ29 sin 6 Z

Bsy = T30a1 + Ysp A2 + 230 a3 (ax3o + cz30 cos ) X+ byso ¥ + czzosin S 2 (2a) W IV

Beo = —ws0ar+ (yso + 5) a2 — 230 a3 — (aw3o + cz3pcos B) X+ b (yso + 5) § — (2a) W IV
cz308in Bz
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